Supporting Information for Vijayan et al.
The free energy simulations reported here used the crystal structures as starting coordinates. In the crystal structure, the Na + ion is observed to be five-fold coordinated with the potential sixth site obstructed by the presence of the sidechain of Ile755. However, in the MD simulations (including those we previously reported
(1)), the Ile755 sidechain is observed to swing away allowing the sixth coordination site to be occupied by a water molecule. SI Figure 1 
